Key indicators: single-crystal X-ray study; T = 293 K, P = 0.0 kPa; mean (C-C) = 0.004 Å; R factor = 0.056; wR factor = 0.145; data-to-parameter ratio = 15.4.
The title molecule, C 16 H 12 ClNO, has a V-shaped conformation and the dihedral angle between the planes of the phenyl and benzene rings of 64.6 (1) . No directional intermolecular interactions could be identified in the crystal. 
Related literature

Comment
Nitriles usually exhibit important biological and pharmacological activity. For instance, many nitrile-containing pharmaceuticals are widely used in clinical treatments (Fleming et al., 2010) . In addition, nitrile derivatives are essential synthetic intermediates in organic synthesis because of their easy achievements and versatile transformations (e.g. Li et al., 2012; Lin et al., 2012; Yang, Shen & Chen, 2010; Yang, Wu & Chen, 2010) . The title compound exhibits a V-shaped configuration ( Fig. 1 ), previously observed in related structures (Yang et al., 2011; Abdel-Aziz et al., 2012a , 2012b . One molecule interpenetrates with other symmetry-related molecules in the crystal, to generate a two-dimensional roof-like crystal structure (Fig. 2) . Finally, the roof-like structures pack to be the stable crystal structure.
Experimental
The synthesis follows that previously published (Yang, Shen & Chen, 2010) . After Cs 2 CO 3 (0.5 mg, 0.0015 mmol), (E)-3-(4-chlorophenyl)-1-phenylprop-2-en-1-one (72.8 mg, 0.3 mmol), and dioxane (0.5 ml) were charged into a dry Schlenk tube equipped with cold finger, Me 3 SiCN (57 ml, 0.45 mmol) and H 2 O (22 ml, 1.2 mmol) were added. The reaction mixture was refluxed until the reaction was complete (as monitored by TLC). Then, H 2 O (2 ml) was added at room temperature and the resulting mixture was extracted with EtOAc (5 ml). The extract was washed with H 2 O (2 ml), brine (3 ml), dried (Na 2 SO 4 ), and concentrated. The crude product was purified by flash column chromatography on silica gel (PE-EtOAc, 15:1) to afford the pure title compound as a white solid (71.2 mg, 88% yield). Colorless single crystals of the title compound suitable for X-ray structure determination were obtained by vapor diffusion of petroleum ether into an ethyl acetate solution, at room temperature.
Refinement
Carbon-bound H-atoms were placed in calculated positions (aromatic CH: 0.93 Å; methylene CH 2 : 0.97 Å; methine CH: 0.98 Å) and were included in the riding model approximation, with U iso (H) set to 1.2U eq (carrier C). Thermal ellipsoid plot of the title compound at the 30% probability level; hydrogen atoms are drawn as spheres of arbitrary radius.
Computing details
Figure 2
Packing diagram of the title compound. C7-H7 0.9800 C14-C15 1.380 (5) C7-C8 1.533 (4) C15-H15 0.9300
2-(4-Chlorophenyl)-4-oxo-4-phenylbutanenitrile
